Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.083; data-to-parameter ratio = 14.7.
Related literature
For the biological activities of triazole derivatives, see: Demirbas et al. (2002) ; Holla et al. (1998) ; Omar et al. (1986) ; Paulvannan et al. (2000) ; Turan-Zitouni et al. (1999) ; Kritsanida et al. (2002) . For related structures, see: Ö ztü rk et al. (2004a,b) . For hydrogen-bond graph-set terminology, see: Bernstein et al. (1995) ; Etter (1990) . 
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: none 18196 measured reflections 6524 independent reflections 4463 reflections with I > 2(I) R int = 0.061 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.083 S = 0.93 6524 reflections 445 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.21 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2002); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. Fig. 1 . The molecular structure of the title compound with 50% probability displacement ellipsoids (arbitrary spheres for H atoms). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.80652 (4) 1.26410 (8) 
0.0235 (7) 0.0120 (7) 0.0356 (8) −0.0005 (6) −0.0020 (5) 0.0000 (6) O2 0.0208 (6) 0.0277 (8) 0.0267 (7) −0.0027 (6) 0.0036 (5) −0.0061 (6) O3 0.0244 (7) 0.0133 (7) 0.0288 (7) 0.0011 (6) 0.0003 (5) −0.0011 (5) N1 0.0169 (7) 0.0131 (8) (9) 0.0008 (7) −0.0008 (7) 0.0017 (7) C1 0.0200 (9) 0.0159 (10) 0.0138 (9) −0.0008 (8) 0.0031 (7) 0.0000 (7) C2 0.0206 (10) 0.0177 (10) 0.0205 (10) −0.0011 (8) 0.0024 (7) 0.0003 (8) C3 0.0187 (9) 0.0120 (9) 0.0196 (9) −0.0007 (8) −0.0008 (7) 0.0037 (7) C4 0.0243 (10) 0.0133 (9) 0.0148 (9) −0.0020 (8) 0.0001 (7) 0.0013 (7) C5 0.0222 (9) 0.0148 (10) 0.0191 (9) −0.0005 (8) 0.0006 (7) 0.0013 (8) C6 0.0218 (9) 0.0200 (10) 0.0253 (10) −0.0024 (8) −0.0040 (8) 0.0010 (8) C7 0.0293 (10) 0.0204 (11) 0.0183 (10) 0.0000 (9) −0.0046 (8) −0.0036 (8) C8
0.0269 (10) 0.0151 (10) 0.0205 (10) 0.0009 (8) 0.0038 (8) 0.0003 (8) C9 0.0265 (10) 0.0282 (12) 0.0276 (11) −0.0013 (9) 0.0058 (8) −0.0073 (9) C10 0.0220 (9) 0.0150 (10) 0.0182 (9) −0.0002 (8) 0.0027 (7) −0.0005 (7) C11 0.0228 (9) 0.0180 (10) 0.0188 (9) 0.0000 (8) 0.0023 (7) −0.0017 (8) C12
0.0221 (9) 0.0171 (10) 0.0112 (9) −0.0003 (8) 0.0038 (7) 0.0010 (7) C13 0.0225 (10) 0.0181 (10) 0.0191 (10) −0.0044 (8) 0.0020 (7) −0.0010 (8) C14
0.0195 (9) 0.0193 (10) 0.0218 (10) 0.0014 (8) 0.0002 (7) 0.0008 (8) C15 0.0240 (9) 0.0148 (10) 0.0122 (9) 0.0025 (8) 0.0035 (7) 0.0020 (7) C16 0.0201 (9) 0.0194 (10) 0.0137 (9) −0.0035 (8) 0.0006 (7) −0.0005 (7) C17 0.0204 (9) 0.0203 (10) 0.0162 (9) 0.0044 (8) 0.0026 (7) 0.0039 (8) C18 0.0307 (10) 0.0154 (10) 0.0236 (10) −0.0050 (9) 0.0025 (8) −0.0023 (8) O4
0.0222 (6) 0.0125 (7) 0.0346 (7) 0.0001 (6) 0.0016 (5) −0.0010 (6) O5 0.0186 (6) 0.0301 (8) 0.0274 (7) −0.0001 (6) 0.0044 (5) 0.0034 (6) O6 0.0244 (6) 0.0121 (7) 0.0264 (7) 0.0008 (5) −0.0024 (5) 0.0000 (5) N4 0.0168 (7) 0.0117 (8) 0.0219 (8) 0.0002 (6) 0.0029 (6) −0.0008 (6) N5 0.0220 (8) 0.0119 (8) 0.0263 (8) −0.0005 (7) 0.0037 (6) −0.0028 (7) N6 0.0172 (8) 0.0130 (8) 0.0283 (9) −0.0007 (7) −0.0002 (7) −0.0035 (7) C19 0.0174 (9) 0.0148 (10) 0.0203 (9) 0.0018 (8) 0.0048 (7) −0.0002 (8) C20
0.0191 (9) 0.0168 (10) 0.0194 (9) −0.0016 (8) 0.0056 (7) −0.0016 (8) C21
0.0171 (9) 0.0116 (9) 0.0193 (9) −0.0007 (7) 0.0009 (7) −0.0047 (7) C22 0.0216 (9) 0.0127 (9) 0.0157 (9) 0.0013 (8) 0.0004 (7) −0.0001 (7) C23 0.0186 (9) 0.0139 (9) 0.0206 (9) −0.0007 (8) 0.0027 (7) −0.0051 (7) C24 0.0207 (9) 0.0201 (10) 0.0216 (9) 0.0147 (10) 0.0236 (10) 0.0038 (8) 0.0014 (7) 0.0017 (8) C32 0.0188 (9) 0.0174 (10) 0.0212 (10) −0.0010 (8) −0.0023 (7) −0.0004 (8) C33 0.0204 (9) 0.0137 (9) 0.0161 (9) −0.0033 (8) 0.0043 (7) −0.0033 (7) C34 0.0196 (9) 0.0154 (10) 0.0193 (9) 0.0041 (8) 0.0009 (7) 0.0017 (8) 
